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TABLE II
Atomic Positional Parameters (x10 4) and Equivalent Isotropic Displacement Coefficients
(A2 x 103) for the Non-hydrogen Atoms and H29 for Na+-3
atom x y z U(eq)a
Na 4296(4) 9271(3) 2595(3) 44(1)
N1 4123(9) 11571(8) 2205(7) 51(3)
C2 2868(11) 12218(10) 2152(8) 50(4)
C3 1618(11) 11546(10) 2643(8) 56(4)
04 1861(7) 10300(7) 2687(6) 63(3)
C5 707(11) 9602(11) 3162(11) 75(6)
C6 887(13) 8453(12) 2838(13) 90(7)
07 2226(8) 7925(7) 3116(8) 81(4)
C8 2493(13) 6774(11) 2812(12) 88(6)
C9 3846(12) 6248(10) 3361(11) 76(5)
N1O 5068(9) 6972(7) 2942(7) 50(3)
Cli 6156(12) 6748(10) 3775(9) 67(5)
C12 5781(13) 7365(11) 4746(9) 74(5)
013 5609(8) 8636(7) 4351(6) 63(3)
C14 6861(13) 9225(11) 4468(10) 75(5)
C15 6744(11) 10437(10) 3743(10) 63(5)
016 6724(7) 10323(6) 2609(6) 56(3)
C17 6660(11) 11428(10) 1809(10) 67(5)
C18 5265(11) 12154(10) 1803(8) 51(4)
C19 5193(13) 13380(10) 1339(9) 66(5)
C20 3909(14) 13999(10) 1270(11) 72(5)
C21 2738(13) 13430(10) 1675(10) 67(5)
C22 5588(11) 6656(9) 1892(9) 60(5)
C23 6755(10) 7369(8) 1258(8) 45(4)
C24 8078(11) 6818(9) 1134(8) 52(4)
C25 9145(10) 7425(10) 491(8) 51(4)
C26 10449(13) 6787(12) 302(10) 73(5)
N26 11493(12) 6286(12) 121(11) 120(6)
C27 8904(11) 8622(9) -5(8) 49(4)
C28 7592(10) 9203(9) 98(8) 50(4)
C29 6510(10) 8584(9) 718(8) 43(4)
029 5217(7) 9114(6) 779(6) 55(3)
H29b 5242 9559 301 80c
C130 -663(7) 13852(6) 3951(6) . 93(3)
031 738(13) 13749(21) 4332(16) 34(6)c
032 -1399(29) 14828(24) 4252(30) 305(54)C
033 -1332(20) 12793(20) 4436(27) 177(22)c
034 -637(27) 13993(32) 2790(9) 113(13)c
031' 353(22) 13076(19) 4581(18) 63(8)c
032' -1406(25) 14512(24) 4659(21) 108(15)c
033' -1626(23) 13238(22) 3500(24) 104(12)c
034' 27(28) 14655(22) 3097(20) 137(17)c
a Equivalent isotropic U defined as one-third of the trace of the orthogonalized U.. tensor.
b The population parameters for H29 and C130 were 0.50 while the population
parameter for each of the disordered perchlorate oxygens (031-034') was 0.25.
c This value is an isotropic displacement coefficient.
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TABLE III
Na - Donor Atom Interatomic Distances of Na*-3
Donor Atom Interatomic Distance (A)
Na Ni 2.571 (10)
Na 04 2.518 (8)
Na 07 2.533 (9)
Na N1O 2.635 (9)
Na 013 2.471 (8)
Na 016 2.651 (8)
Na 029 2.400 (8)
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TABLE IV
Bond Lengths and Angles in 3 of the Na'-3 Complex
1 2 3 1-2 A 1-2-30
C2 NI C18 1.349 (13) 117.0(9)
NI C2 C3 115.6(9)
C21 C2 NI 1.383 (15) 123.0(10)
C3 C2 C21 1.480 (14) 121.5(10)
C2 C3 04 111.3 (8)
C3 04 C5 1.422(13) 114.0(8)
04 CS C6 1.418 (13) 108.1(10)
C5 C6 07 1.457(20) 110.3(11)
C6 07 C8 1.384(14) 113.7(10)
07 C8 C9 1.454 (17) 105.8(11)
C8 C9 N1O 1.493 (17) 112.3 (9)
C9 N1O C11 1.469(14) 109.6(8)
C22 N1O C9 1.472(14) 107.7(9)
C1 NIO C22 1.447(14) 112.0(8)
N1O C1i C12 112.7(9)
C1l C12 013 1.534 (18) 110.7(8)
C12 013 C14 1.432(14) 112.4(8)
013 C14 C15 1.420 (15) 108.0 (9)
C14 C15 016 1.476 (16) 108.4(10)
C15 016 C17 1.428(14) 114.6(9)
016 C17 C18 1.421(12) 114.9 (8)
Ni C18 C17 1.321 (14) 117.3(9)
Ni C18 C19 122.1(10)
C17 C18 C19 1.508 (15) 120.5(10)
C18 C19 C20 1.394(15) 119.5(11)
C19 C20 C21 1.357(17) 119.5(11)
C20 C21 C2 1.337 (17) 119.0(11)
N1O C22 C23 117.1 (9)
C22 C23 C24 1.498 (14) 119.8 (8)
C22 C23 C29 121.5 (8)
C24 C23 C29 1.378 (14) 118.6 (9)
C23 C24 C25 121.3 (9)
C24 C25 C26 1.376 (14) 119.1(10)
C24 C25 C27 119.5 (9)
C26 C25 C27 1.426 (16) 121.3 (9)
N26 C26 C25 1.145 (17) 178.2(13)
C25 C27 C28 1.381 (14) 120.9 (9)
C27 C28 C29 1.379 (14) 119.6(9)
C23 C29 C28 1.413 (13) 120.1 (9)
029 C29 C23 1.332 (12) 119.5(8)
C28 C29 029 1.382 (13) 120.3 (8)
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a The two orientations of the disordered perchlorate ion were refined as rigid
tetrahedral groups with Cl-O bond lengths of approximately 1.400A.
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TABLE VI













































































































































































































































The anisotropic displacement exponent takes the form:
-2r9 (h2a* 2U,+.. .+2hka*b*U,2)
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TABLE VII






















































































































































'Positions for all hydrogen atoms except H29, the phenol hydrogen, were calculated.
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Figure I. A thermal ellipsoid drawing of Na-3. 
The atoms are drawn at the 40%
probability level. The disordered perchlorate ion and hydrogen 
atoms (except
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Figure II. A drawing of the dimer formed by the two molecules of Na*-3 which are
related by an inversion center. Only one C104- and one phenol hydrogen site
is occupied for each dimer. H atoms (except for H29 and H29a) and one set
of disordered oxygen atoms for each C1O4- are omitted for clarity.
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Figure SI. IH NMR spectra of free 2 and its K+ and Ag* complexes in DMSO-d6 .Peak assignments are shown for aromatic protons. The peaks labeled with an asterisk
are attributed to the solvent.
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Figure S2. UV-visible spectra of free and complexed 4 in MeOH.
[41 = 2.00 x 10-4 M; [K+] = 8.82 x 10-3 M; [Ag*] = 9.18 x 10-3 M.
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Figure S3. UV-visible spectra of 2 in neutral, acidic, and basic MeOH solutions.









Figure S4. UV-visible spectra of 3 in neutral, acidic, and basic MeOH solutions.
[3] = 4.37 x 10-5 M (neutral solution) and 5.12 x 105 M (acidic and basic
solutions).
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